This article includes experimental data on the identification of epigallocatechin-3-O-(3-O-methyl)-gallate (EGCG3′′Me) by 2-dimensional (2D) proton ( 1 H) NMR analysis and on the information of amino acid and catechin compound profiles by HPLC analysis in leaf extracts of various tea cultivars. These data are related to the research article "Metabolic phenotyping of various tea (Camellia sinensis L.) cultivars and understanding of their intrinsic metabolism" (Ji et al., 2017) [1]. The assignment for EGCG3x′′Me by 1 H NMR analysis was also confirmed with spiking experiment of its pure chemical.
1
H) NMR analysis and on the information of amino acid and catechin compound profiles by HPLC analysis in leaf extracts of various tea cultivars. These data are related to the research article "Metabolic phenotyping of various tea (Camellia sinensis L.) cultivars and understanding of their intrinsic metabolism" (Ji et al., 2017) [1] . The assignment for EGCG3x′′Me by H NMR data.
Data
The data include the structural elucidation of epigallocatechin-3-O-(3-O-methyl)-gallate (EGCG3′′Me) in EGCG3′′Me-rich tea cultivar by two-dimensional (2D) total correlation spectroscopy (TOCSY) NMR experiment and by the spiking experiment of its pure chemical in 1 H NMR spectrum ( Fig. 1 ) and the profiles of amino acid and catechin-related compound in various tea cultivars by HPLC analysis (Table 1 and 2).
Experimental design, materials and methods

NMR spectroscopy analysis of tea leaves
The detailed descriptions of extraction procedure and NMR spectroscopic analysis for proton (  1 H) and carbon ( 13 C) are presented in the research article [1] .
Liquid chromatography analysis
The derivatization method using AccQ-Tag Derivatization Kit from Waters (Mildford, MA, USA) was applied to the analysis of amino acids [2] . For each cultivar, 1 g of tea leaf powder for each cultivars was extracted with 100 mL of distilled water in a 100 mL-flask by incubating in a water bath at 75°C for 30 min, and then cooling to room temperature. The filtered extract was mixed with Acc-Tag buffer (140 µL, Waters) and AccQ-Tag derivatization reagent (20 µL, Waters), and left to react at 55°C for 10 min. After cooling to room temperature, 1 µL of the mixture was injected and separated through the AccQ-Tag ultra column (1.7 µm, 2.1×100 mm, Waters) coupled with PDA detector (UV 260 nm).
The separation was performed at 60°C and for 12 min with the gradient elution, and the flow rate was 0.7 mL/min. The gradient elution (AccQ-Tag ultra eluent A concentrate, solvent A; AccQ-Tag ultra eluent B, solvent B) used was conducted with the filtering and diluting procedure. The gradient conditions were as follows: 0-0.54 min, 99.9% A-0.1% B; 4.75 min, 93.5% A-6.5% B; 7.74-8.5 min,82.5% A-17.5%; 8.7 min, 40.4% A-59.6% B; 8.9-10 min, 99.9% A-0.1% B. With the tea leaf extract, chromatographic analysis for standard chemical such as catechins and amino acids was carried out. The concentration of the chemical in the tea leaf extract was calculated from the calibration curve of the standard chemical integral area.
Transparency document. Supplementary material
Transparency document associated with this article can be found in the online version at http://dx. doi.org/10.1016/j.dib.2017.08.007.
